C 30 H54N 2 O7, orthorhombic, P21212 (no. 18), a = 11.6240(9) Å, b = 12.9628(11) Å, c = 10.5166(9) Å, V = 1584.6(2) Å 3 , Z = 2,
Experimental details
Positions of hydrogen atoms connected to carbon atoms were modelled at the ideal positions according to the riding model, whereas those of water molecules were refined with constrained bond distances and angles. Hydrogen U iso values were set to 1.2 or 1.5 times Ueq of the parent atoms.
Discussion
2,2′-Biphenyldicarboxylic acid is a good hydrogen-bond unit because of its two carboxyl groups. Searching the related literatures, it can be seen that the corresponding dicarboxylates can be regarded as important motif in constructing
MOFs [3] [4] [5] [6] . Here the crystal structure of the title structure is reported to enrich the related organic structures.
In the asymmetric unit of the title compound, there are one half of a 2,2′-biphenyldicarboxylate positioned around a twofold rotation axis parallel to the c axis, one and one half water molecules at the special positions and one tetraethylammonium cation. Observing the configuration of the anion, it can be seen that the interplanar angle between two phenyl rings is 48.1°and the dihedral angle between the carboxyl group and the related ring is 52.1°. The cation located in a general position shows the typical geometric parameters, which means that the nitrogen atom is tetrahedrally surrounded. With the help of water molecules, the anion can form 2D hydrogen bonded layers by different O-H· · · O hydrogen bonds. The tetraethylammonium cations are accomodated between the layers to obtain the typical sandwich-like crystal structure.
